LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve81523\
Data File : VV@31809.D

Acqg On : 15 Aug 2023 14:27

Operator : SY/MD

Sample : 03965-06ME

Misc : 5.37g/5.0emL/100uL/5.0emL/MSVOA_V/MEOH

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO72523WMA.M
Title : VOC Analysis

Signal : TIC: VV@31809.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.275 67 73 92 rVB 114685 174309 11.14%  1.356%
2 1.503 109 144 149 rBV3 115407 338217 21.62% 2.632%
3 2.037 300 310 326 rBV 321231 470816 30.09% 3.664%
4 2.381 410 417 428 rVB 40815 64003 4.09%  0.498%
5 2.500 447 454 461 rVvB4 10379 15225 ©0.97% 0.118%
6 2.561 464 473 486 rVB2 14247 30804 1.97% 0.240%
7 2.831 555 557 561 rBV5 1607 1160 0.07% 0.009%
8 2.928 585 587 591 rVW4 1337 948 0.06% 0.007%
9 3.079 630 634 637 rBV4 1770 1470 0.09% 0.011%
106 3.146 652 655 657 rBV3 1467 985 0.06% 0.008%
11 3.272 691 694 696 rBv2 928 732 0.05% 0.006%
12 3.333 716 713 716 rBVS5S 1573 1290 0.08% 0.010%
13 3.442 742 747 751 rBV6 1968 1758 0.11% 0.014%
14 3.503 764 766 771 rVB5 1577 1322 0.08% 0.010%
15 3.535 774 776 779 rBV 1261 766 0.05% 0.006%
16 3.574 785 788 793 rVB7 1232 870 0.06% 0.007%
17 3.654 807 813 815 rBV7 1952 2313 0.15% ©0.018%
18 3.744 838 841 845 rBVS 1497 1256 ©0.08% 0.010%
19 3.802 848 859 895 rBV2 118548 420483 26.88% 3.272%
20 4.249 983 998 1027 rw 273287 731653 46.77% 5.694%
21  4.452 1059 1061 1063 rBV3 1642 737 0.05% 0.006%
22 4.548 1088 1091 1095 rBV5 1787 1340 0.09% 0.010%
23 4.568 1095 1097 1101 rvv4 1636 1414 0.09% 0.011%
24  4.741 1148 1151 1152 rBV2 2082 1217 ©0.08% 0.009%
25 4.809 1169 1172 1177 rVB7 1486 1149 0.097% 0.009%
26 4.831 1177 1179 1182 rBv4 1198 775 0.05% 0.006%
27  4.957 1201 1218 1249 rBV2 604645 1564468 100.00% 12.174%
28 5.304 1322 1326 1328 rBvV4 1229 990 0.06% 0.008%
29 5.413 1356 1360 1363 rBV6 1700 1282 0.08% 0.010%
30 5.432 1363 1366 1367 rBvV2 2139 921 0.06% 0.007%
31 5.474 1376 1379 1381 rBvV3 1215 899 0.06% 0.007%
32 5.539 1386 1399 1425 rBV 426788 938539 59.99% 7.303%
33 5.828 1471 1489 1509 rBV2 48402 115914 7.41% 0.902%
34 5.992 1526 1540 1568 rBV 369614 801978 51.26% 6.241%
35 6.281 1628 1630 1633 rBvV3 1462 930 0.06% 0.007%
36 6.333 1644 1646 1649 rVB3 1918 1059 0.07% 0.008%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve81523\
Data File : VV@31809.D

Acqg On : 15 Aug 2023 14:27

Operator : SY/MD

Sample : 03965-06ME

Misc : 5.37g/5.0emL/100uL/5.0emL/MSVOA_V/MEOH

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO72523WMA.M
Title : VOC Analysis
37 6.458 1683 1685 1689 rBV5 1452 1144 0.097% 0.009%
38 6.545 1709 1712 1715 rBV5 1553 1346 0.09% 0.010%
39 6.686 1754 1756 1759 rVB4 1690 846 0.05% 0.007%
40 6.821 1796 1798 1803 rVB6 1513 1144 0.07% 0.009%
41 6.854 1804 1808 1812 rBV5 1788 1384 0.09% 0.011%
42 6.918 1818 1828 1847 rBV 157812 315507 20.17% 2.455%
43 7.207 1916 1918 1920 rBV3 1440 719 0.05% 0.006%
44  7.249 1920 1931 1955 rVV 513362 957366 61.19% 7.450%
45  7.497 2004 2008 2011 rBV5 2767 2245 0.14% 0.017%
46 7.561 2019 2028 2046 rBV2 111508 226057 14.45% 1.759%
47  7.738 2079 2083 2086 rBV6 1907 1680 0.11% 0.013%
48  7.982 2156 2159 2163 rBv4 1669 1512 0.10% 0.012%
49 8.047 2167 2179 2211 rBV 375974 946650 60.51% 7.367%
50  8.532 2327 2330 2334 rBV4 1480 1292 0.08% 0.010%
51 8.712 2380 2386 2388 rBV5 1421 1244 0.08% 0.010%
52 8.792 2399 2411 2440 rBV 694445 1219861 77.97% 9.493%
53 8.979 2466 2469 2472 rBV5 1754 1262 0.08% 0.010%
54 9.140 2517 2519 2524 rBV5 1702 1550 0.10% 0.012%
55 9.207 2537 2540 2543 rvv5 1460 982 0.06% 0.008%
56 9.227 2543 2546 2551 rVB6 1482 1520 0.10% 0.012%
57 9.349 2579 2584 2587 rBV7 1699 1584 0.10% 0.012%
58 9.368 2587 2590 2594 rvve 1629 1389 0.09% 0.011%
59 9.474 2621 2623 2625 rBV2 1054 717 0.05% 0.006%
60 9.638 2672 2674 2679 rVB5 1524 999 0.06% 0.008%
61 9.686 2686 2689 2693 rVB5 1433 1042 0.097% 0.008%
62 9.715 2696 2698 2699 rBV2 1821 834 0.05% 0.006%
63 9.796 2719 2723 2726 rBV6 1222 1138 0.07% 0.009%
64 9.899 2748 2755 2757 rBV8 2321 2825 0.18% 0.022%
65 9.982 2778 2781 2787 rBV6 1798 1348 0.09% 0.010%
66 10.162 2825 2837 2858 rBV 590097 959122 61.31% 7.464%
67 10.333 2883 2890 2896 rBVS8 4387 5259 0.34% 0.041%
68 10.484 2934 2937 2939 rBV4 2143 1479 0.09% 0.012%
69 10.696 3001 3003 3008 rVB2 1137 767 0.05% 0.006%
70 10.821 3040 3042 3046 rBvV4 1588 1133 0.07% 0.009%
71 10.860 3050 3054 3055 rBV4 2074 1227 ©0.08% 0.010%
72 11.088 3123 3125 3129 rVBS5 1391 915 0.06% 0.007%
73 11.127 3134 3137 3140 rBV3 1149 940 0.06% 0.007%
74 11.194 3146 3158 3178 rBV 753243 1200008 76.70%  9.338%
75 11.567 3262 3274 3293 rBV 749428 1172065 74.92% 9.121%
76 11.734 3325 3326 3330 rBvV4 1800 1150 0.07% 0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve81523\
Data File : VV@31809.D

Acqg On : 15 Aug 2023 14:27

Operator : SY/MD

Sample : 03965-06ME

Misc : 5.37g/5.0emL/100uL/5.0emL/MSVOA_V/MEOH

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO72523WMA.M
Title : VOC Analysis
77 11.966 3394 3398 3399 rBV4 1702 946 0.06% 0.007%
78 12.175 3460 3463 3465 rBvV4 1294 853 0.05% 0.007%
79 12.201 3465 3471 3477 rVB7 4627 6211 0.40% 0.048%
80 12.329 3500 3511 3518 rBV9 8133 15313 ©0.98% 0.119%
81 12.429 3539 3542 3545 rBV5 1891 1473 0.09% 0.011%
82 12.455 3548 3550 3554 rBVS5 1607 1326 0.08% 0.010%
83 12.529 3570 3573 3574 rBV3 1939 1253 0.08% 0.010%
84 12.683 3612 3621 3623 rBV7 1831 2838 0.18% 0.022%
85 12.747 3638 3641 3644 rVB3 1485 939 0.06% 0.007%
86 13.050 3732 3735 3737 rBV4 1418 919 ©0.06% 0.007%
87 13.217 3785 3787 3790 rVB4 1814 792 0.05% 0.006%
88 13.236 3790 3793 3795 rVB4 1946 844 0.05% 0.007%
89 13.381 3833 3838 3839 rBV4 4034 3220 0.21% 0.025%
90 13.509 3874 3878 3881 rBV6 1681 1840 0.12% 0.014%
91 13.612 3907 3910 3911 rBV3 1353 841 0.05% 0.007%
92 13.972 4019 4022 4023 rBV3 1964 1238 0.08% 0.010%
93 14.069 4050 4052 4056 rVBS 1916 1109 0.07% ©0.009%
94 14.088 4056 4058 4061 rBV4 1561 1008 0.06% ©0.008%
95 14.365 4136 4144 4156 rBV 42312 64513 4.12% 0.502%
96 14.596 4212 4216 4221 rBV6 1736 2305 0.15% 0.018%
97 14.670 4234 4239 4242 rBV5S 2039 2062 0.13% 0.016%
98 14.966 4327 4331 4332 rBV3 1599 1052 0.97% 0.008%
99 15.075 4363 4365 4367 rBV2 1491 869 0.06% 0.007%
100 15.111 4372 4376 4377 rBV3 2108 1548 0.10% 0.012%
Sum of corrected areas: 12850556
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve81523\
Data File : VV@31809.D

Acqg On : 15 Aug 2023 14:27

Operator : SY/MD

Sample : 03965-06ME

Misc : 5.37g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO72523WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VV031809.D\data.ms
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Abundance TIC: VV031809.D\data.ms
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Abundance TIC: VV031809.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve81523\
Data File : VV@31809.D

Acqg On : 15 Aug 2023 14:27

Operator : SY/MD

Sample : 03965-06ME

Misc : 5.37g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO72523WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Decanoic acid, methyl ester Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.365 2.69 ug/L 64513 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 96
2 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 92
3 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 91
4 Methyl 8-methyl-nonanoate 186 C11H2202 1000452-00-9 90
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 86
Abundance Scan 4144 (14.365 min): VV031809.D\data.ms (-4136) (- m/z 73.90 100.00%
73.9
5000 fk
40.9 - S_—
H ‘ 1008 1429 1656 14.00 14.50
0"‘_“NW‘MWMN&wWNJJHuMMJ‘W“ﬂq‘u“ul‘_“‘ m/z 86.90 57.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60746: Decanoic acid, methyl ester
74.0
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14.00 14.50
43.0 143.0 m/z 40.85 23.62%
101.0
0 \1\5\.‘0\ ‘\‘\ \“H\ T \‘\“‘\ ‘\ “H T \““\ T \‘\ T \‘\“ T \1‘8\9\0\ BRRR
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Abundance #60758: Decanoic acid, methyl ester
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43.0 9
5000 m/z 54.90 23.23%
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Abundance #60757: Decanoic acid, methyl ester
74.0 14.00 14.50
m/z 42.90  22.26%
5000
43.0
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‘ ‘ 101.0 ‘ 186.0
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve81523\
Data File : VV@31809.D

Acqg On : 15 Aug 2023 14:27

Operator : SY/MD

Sample : 03965-06ME

Misc : 5.37g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@72523WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

Decanoic acid, ... 14.365 2.7 ug/L 64513 3 11.194 1200010 50.0
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